Solid-State Determination
In the following section the solid-state data for 5-8 and 12 are given. Table S8 . Data for the wavelength prediction (BP86/6-31G(d)).
Quantum Chemical Calculations
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Figure S18. Possible isomers of complex 11 (11iso, left) and 12 (12iso, right) in the S 0 ground state with cyclometalation to the benzyl ring (B3LYP/6-31G(d)).
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Figure S19. Gaussian shaped absorption spectra and transitions of complex 5 calculated by TD-B3LYP/CPCM (DCM) at the singlet S 0 ground state. In the following section the singlet S 0 ground state geometries for 5-12 are given (B3LYP/6-31G(d)).
Coordinates for the optimized singlet ground state of 5. In the following section the T 1 triplet state geometries for the complexes 5-12 are given, which were used for the wavelength prediction (BP86/6-31G(d)).
of 5. In the following section the triplet state geometries for the complexes 5-12 are given, which were used for the spin density calculations (B3LYP/6-31G(d)).
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Coordinates for the optimized triplet state of 5. -3.63767 -1.19509 -0.40363 C -3.75175 0.19295 -0.19819 C -4.77148 -1.96149 -0.68951 C -4.98086 
